Key indicators: single-crystal X-ray study; T = 124 K; mean (C-C) = 0.002 Å; R factor = 0.046; wR factor = 0.130; data-to-parameter ratio = 24.0.
Related literature
For general background to NLO chromophores containing an indoline donor with a 2-(3-cyano-4,5,5-trimethyl-5H-furan-2ylidene)-malontrile unit, see Gainsford et al. (2007 Gainsford et al. ( , 2008 Gainsford et al. ( , 2009 . For closely related structures, see Bhuiyan et al. (2011) . For hydrogen-motifs see: Bernstein et al. (1995) .
Experimental
Crystal data C 29 H 28 N 4 O 2 M r = 464.55 Triclinic, P1 a = 9.3157 (4) Å b = 10.5376 (4) Å c = 13.4474 (6) Å = 101.338 (2) = 100.087 (2) = 100.570 (2) V = 1241.42 (9) Å 3 Z = 2 Mo K radiation = 0.08 mm À1 T = 124 K 0.57 Â 0.38 Â 0.18 mm
Data collection
Nonius APEXII CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2006) T min = 0.642, T max = 0.746 34665 measured reflections 7739 independent reflections 5982 reflections with I > 2(I) R int = 0.034 Refinement R[F 2 > 2(F 2 )] = 0.046 wR(F 2 ) = 0.130 S = 1.02 7739 reflections 323 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.46 e Å À3 Á min = À0.20 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx; Ày þ 1; Àz þ 1; (ii) x À 1; y À 1; z À 1; (iii) Àx þ 1; Ày þ 1; Àz þ 1.
Data collection: APEX2 (Bruker, 2006) ; cell refinement: SAINT (Bruker, 2006) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and Mercury (Macrae et al., 2006) ; software used to prepare material for publication: SHELXL97, PLATON (Spek, 2009) and Mercury. details which were referred to in a previous paper containing the synthesis and optical properties of the title compound (6 in Bhuiyan et al., 2011) .
The asymmetric unit of the title compound (I) is shown in Figure 1 . The furan-2-ylidene ring (C4-C7, O1) is planar while the component planar rings of the indol-2-ylidene are at 1.94 (6)° to each other similar to the 1.95 (11)° found for (Bhuiyan et al., 2011) . The indol-2-ylidene plane (N4, C16-C23) makes an angle of 6.27 (8)°t o the plane through the polymethine chain atoms (C11-C15). At this point in the polymethine chain (C15) there is a small "fold" which allows the major hydrogen bond link which binds centrosymmetrically related molecules to form a dimer (Table 1 , entry 1). So whereas the dihedral angle magnitudes along the polymethine chain are close to 180 ° (176-179°)
, that for C14-C15-C16-C17 is 170.58 (10)°. Thus the plane formed by the C16, C17 & C18 atoms makes an angle of 6.819 (13) ° to the preceding polymethine chain plane atoms (C4-C15) and 0.03 (11)° to the mean indoline plane. With this twist/fold combination in the polymethine chain, the indoline and furan-2-ylidene ring planes subtend 6.27 (8)°. These minor deviations from planarity appear consistent with the cell packing (noted below), the electronically delocalized planar nature of the polymethine chain and the indoline ring substituents.
The molecules are packed into layers parallel to the (1,0,-1) plane via O-H···N1(cyano), motif R 2 2 (38), and C-H···N2(cyano), motif C(17) attractions (Bernstein et al., 1995) . The nitrogen N1 can be considered to be a bifurcated acceptor via a weaker supportive (methyl)C -H···N1(cyano) interaction (Table 1, Fig 2) .
Experimental
See details of compound 6 in Bhuiyan et al.(2011) . Single crystals were grown by slow ether diffusion into a dichloromethane solution of the compound.
Refinement
A total of 7 reflections within 2θ 50° were omitted as outliers (Δ(F 2 )/e.s.d. > 5.0), 1 being partially screened by the backstop.
The hydroxyl proton H 2 O was located on a difference map and refined with isotropic U(H) = 1.2U eq (O2). The methyl H atoms were constrained to an ideal geometry (C-H = 0.98 Å) with U iso (H) = 1.5U eq (C), but were allowed to rotate freely about the adjacent C-C bond. All other C-bound H atoms were placed in geometrically idealized positions and constrained to ride on their parent atoms with C-H distances of 0.95, 0.99 Å and with U(H) = 1.2U eq (C). Fig. 1 . Molecular structure of the asymmetric unit (Farrugia, 1997) ; displacement ellipsoids are shown at the 30% probability level. Macrae et al.,(2006) ) of the unit cell showing binding interactions (dotted lines). Only hydrogen atoms involved in binding interactions are shown (all binding atoms shown as balls). Symmetry:
Figures
Hall symbol: -P 1 Mo Kα radiation, λ = 0.71073 Å a = 9.3157 (4) Å Cell parameters from 9900 reflections b = 10.5376 (4) Å θ = 2.3-31.0°c = 13.4474 (6) Å µ = 0.08 mm −1 α = 101.338 (2)°T = 124 K β = 100.087 (2)°Triangular, green γ = 100.570 (2)°0.57 × 0.38 × 0.18 mm V = 1241.42 (9) Å 3
Data collection
Nonius APEXII CCD area-detector diffractometer 7739 independent reflections (14) C18-C19-C28 113.67 (9) C11-C4-C7 125.61 (10) C20-C19-C29 110.24 (9) C11-C4-C5 127.83 (9) C18-C19-C29 110.21 (8) C7-C4-C5 106.52 (8) C28-C19-C29 110.77 (9) O1-C5-C9 106.02 (8) C21-C20-C25 119.45 (10) O1-C5-C4 103.28 (7) C21-C20-C19 131.01 (10) C9-C5-C4 113.74 (9) C25-C20-C19 109.53 (9) O1-C5-C8 105.87 (8) C20-C21-C22 118.71 (11) C9-C5-C8 113.07 (9) C20-C21-H21 120.6 C4-C5-C8 113.70 (9) C22-C21-H21 120.6 O1-C6-C2 117.20 (9) C23-C22-C21 120.74 (10) O1-C6-C7 110.88 (8) C23-C22-H22 119.6 C2-C6-C7 131.91 (10) C21-C22-H22 119.6 C6-C7-C4 109.13 (9) C22-C23-C24 121.58 (10) C6-C7-C10 126.75 (9) C22-C23-H23 119.2 C4-C7-C10 124.12 (9) C24-C23-H23 119.2 C5-C8-H8A 109.5 C25-C24-C23 116.57 (11) C5-C8-H8B 109.5 C25-C24-H24 121.7 H8A-C8-H8B 109.5 C23-C24-H24 121.7 C5-C8-H8C 109.5 C20-C25-C24 122.91 (10) H8A-C8-H8C 109.5 C20-C25-N4 108.74 (9) Hydrogen-bond geometry (Å, °) supplementary materials sup-9 
